
                            Quantitation Report    (QT/LSC Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050520\
  Data File : VN061297.D                                          
  Acq On    :  5 May 2020  17:14
  Operator  : JC/MD
  Sample    : L2514-02
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Time: May 06 07:47:10 2020
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.M
  Quant Title  : SW846 8260
  QLast Update : Tue May 05 07:01:08 2020
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Pentafluorobenzene           7.63  168    98311    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          8.55  114   175988    50.00 ug/l    0.00
    63) Chlorobenzene-d5            11.38  117   170210    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      13.32  152    76850    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        7.99   65    80249    51.59 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  103.18%
    35) Dibromofluoromethane         7.55  113    52655    50.60 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  101.20%
    50) Toluene-d8                  10.06   98   220917    52.08 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  104.16%
    62) 4-Bromofluorobenzene        12.38   95    85015    53.25 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  106.50%
 
   Target Compounds                                                   Qvalue
    11) Tert butyl alcohol           4.73   59    35930   172.423 ug/l      99
    16) Acetone                      3.78   43     6552     5.487 ug/l     100
    19) Methyl tert-butyl Ether      4.99   73    21030     5.306 ug/l #    74
    39) Methylcyclohexane            9.04   83     1719     0.870 ug/l      90
    40) Benzene                      8.00   78    14530     2.768 ug/l      99
    73) Isopropylbenzene            12.22  105    20150     3.567 ug/l     100
    78) n-propylbenzene             12.57   91    35240     5.259 ug/l      99
    85) sec-Butylbenzene            13.15  105    13822     2.571 ug/l #    69
    89) n-Butylbenzene              13.59   91     5541m    1.248 ug/l        
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT: 7.63 min  Scan# 1877
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion:168 Resp:   98311
Ion  Ratio  Lower  Upper
168  100
 99   61.9   51.2   76.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 1877 (7.625 min): VN061153.D (-1859) (-)
168
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84 99
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69
137

149117
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m/z-->
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Abundance Scan 1877 (7.625 min): VN061297.D (-1784) (-)
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Time-->

Abundance Ion 167.90 (167.60 to 168.60): VN061297.D

  7.63

Ion  98.90 (98.60 to 99.60): VN061297.D

#11
Tert butyl alcohol
Concen:  172.423 ug/l  
RT: 4.73 min  Scan# 977
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 59 Resp:   35930
Ion  Ratio  Lower  Upper
 59  100
 57   10.0    8.3   12.5 

Ref

Raw

Sub

30 35 40 45 50 55 60 65
0

50

m/z-->

Abundance Scan 976 (4.728 min): VN061153.D (-953) (-)
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5545 5037 53

30 35 40 45 50 55 60 65
0

50

m/z-->

Abundance
59

41
4339 57

5550

30 35 40 45 50 55 60 65
0

50

m/z-->

Abundance Scan 977 (4.731 min): VN061297.D (-883) (-)
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Abundance Ion  59.00 (58.70 to 59.70): VN061297.D

  4.73

Ion  57.00 (56.70 to 57.70): VN061297.D
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#16
Acetone
Concen:    5.487 ug/l  
RT: 3.78 min  Scan# 680
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 43 Resp:    6552
Ion  Ratio  Lower  Upper
 43  100
 58   27.5   22.2   33.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 679 (3.773 min): VN061153.D (-651) (-)
43
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207
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50

m/z-->

Abundance
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0

50

m/z-->

Abundance Scan 680 (3.777 min): VN061297.D (-586) (-)
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Time-->

Abundance Ion  43.00 (42.70 to 43.70): VN061297.D

  3.78

Ion  58.00 (57.70 to 58.70): VN061297.D

#19
Methyl tert-butyl Ether
Concen:    5.306 ug/l  
RT: 4.99 min  Scan# 1058
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 73 Resp:   21030
Ion  Ratio  Lower  Upper
 73  100
 57   35.7   18.3   27.5#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1057 (4.989 min): VN061153.D (-1029) (-)
73

61

96
43
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50

m/z-->

Abundance
73

41 57

207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1058 (4.992 min): VN061297.D (-964) (-)
73

5741

207
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Time-->

Abundance Ion  73.00 (72.70 to 73.70): VN061297.D

  4.99

Ion  57.00 (56.70 to 57.70): VN061297.D
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#33
1,2-Dichloroethane-d4
Concen:   51.588 ug/l  
RT: 7.99 min  Scan# 1989
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 65 Resp:   80249
Ion  Ratio  Lower  Upper
 65  100
 67   49.9    0.0  101.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1989 (7.985 min): VN061153.D (-1972) (-)
78
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Abundance Scan 1989 (7.985 min): VN061297.D (-1896) (-)
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Time-->

Abundance Ion  64.90 (64.60 to 65.60): VN061297.D

  7.99

Ion  66.90 (66.60 to 67.60): VN061297.D

#34
1,4-Difluorobenzene
Concen:   50.000 ug/l  
RT: 8.55 min  Scan# 2165
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion:114 Resp:  175988
Ion  Ratio  Lower  Upper
114  100
 63   23.7    0.0   46.6 
 88   16.9    0.0   33.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2165 (8.551 min): VN061153.D (-2148) (-)
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Abundance Scan 2165 (8.551 min): VN061297.D (-2072) (-)
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Abundance Ion 113.90 (113.60 to 114.60): VN061297.D

  8.55

Ion  63.00 (62.70 to 63.70): VN061297.D
Ion  87.90 (87.60 to 88.60): VN061297.D
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#35
Dibromofluoromethane
Concen:   50.598 ug/l  
RT: 7.55 min  Scan# 1853
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion:113 Resp:   52655
Ion  Ratio  Lower  Upper
113  100
111  104.1   82.9  124.3 
192   18.4   14.7   22.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1853 (7.548 min): VN061153.D (-1835) (-)
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50
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Abundance Scan 1853 (7.548 min): VN061297.D (-1760) (-)
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Time-->

Abundance Ion 112.80 (112.50 to 113.50): VN061297.D

  7.55

Ion 110.80 (110.50 to 111.50): VN061297.D
Ion 191.70 (191.40 to 192.40): VN061297.D

#39
Methylcyclohexane
Concen:    0.870 ug/l  
RT: 9.04 min  Scan# 2317
Delta R.T.   -0.01 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 83 Resp:    1719
Ion  Ratio  Lower  Upper
 83  100
 55   96.3   67.3  100.9 
 98   50.1   37.7   56.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2319 (9.046 min): VN061153.D (-2303) (-)
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Abundance Scan 2317 (9.040 min): VN061297.D (-2226) (-)
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Abundance Ion  83.00 (82.70 to 83.70): VN061297.D

  9.04

Ion  55.00 (54.70 to 55.70): VN061297.D
Ion  98.00 (97.70 to 98.70): VN061297.D
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#40
Benzene
Concen:    2.768 ug/l  
RT: 8.00 min  Scan# 1994
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 78 Resp:   14530
Ion  Ratio  Lower  Upper
 78  100
 77   23.2   19.0   28.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1994 (8.001 min): VN061153.D (-1975) (-)
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Abundance Scan 1994 (8.001 min): VN061297.D (-1901) (-)
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Abundance Ion  78.00 (77.70 to 78.70): VN061297.D

  8.00

Ion  77.00 (76.70 to 77.70): VN061297.D

#50
Toluene-d8
Concen:   52.075 ug/l  
RT: 10.06 min  Scan# 2634
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 98 Resp:  220917
Ion  Ratio  Lower  Upper
 98  100
100   65.3   53.4   80.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2634 (10.059 min): VN061153.D (-2619) (-)
98

42 7054
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40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
98

42 7054
82 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2634 (10.059 min): VN061297.D (-2541) (-)
98

42 7054
82 207

10.00 10.10 10.20

0

50000

100000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VN061297.D

 10.06

Ion 100.00 (99.70 to 100.70): VN061297.D
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#62
4-Bromofluorobenzene
Concen:   53.253 ug/l  
RT: 12.38 min  Scan# 3355
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 95 Resp:   85015
Ion  Ratio  Lower  Upper
 95  100
174   71.9    0.0  149.4 
176   69.2    0.0  144.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 3355 (12.377 min): VN061153.D (-3341) (-)
95

174

75

50

117 141 207 281

40 60 80 100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance
95

174

75

50

141117 157 281

40 60 80 100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 3355 (12.377 min): VN061297.D (-3262) (-)
95

174

75

50

141117 157 281

12.30 12.40

0

20000

40000

60000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VN061297.D

 12.38

Ion 173.80 (173.50 to 174.50): VN061297.D
Ion 175.80 (175.50 to 176.50): VN061297.D

#63
Chlorobenzene-d5
Concen:   50.000 ug/l  
RT: 11.38 min  Scan# 3045
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion:117 Resp:  170210
Ion  Ratio  Lower  Upper
117  100
 82   59.7   47.8   71.8 
119   32.6   25.8   38.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 3045 (11.381 min): VN061153.D (-3030) (-)
117

82

54

40 76
66 9947 89

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
117

82

54

40 7666 9947 89

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 3045 (11.381 min): VN061297.D (-2952) (-)
117

82

54

40 7666 9947 89

11.30 11.40 11.50

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VN061297.D

 11.38

Ion  82.00 (81.70 to 82.70): VN061297.D
Ion 118.90 (118.60 to 119.60): VN061297.D
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#72
1,4-Dichlorobenzene-d4
Concen:   50.000 ug/l  
RT: 13.32 min  Scan# 3648
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion:152 Resp:   76850
Ion  Ratio  Lower  Upper
152  100
115   64.1   31.0   93.0 
150  159.6    0.0  351.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3647 (13.316 min): VN061153.D (-3635) (-)
150

1157852

38 9966 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
150

115
7852

38 8963 207101

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3648 (13.320 min): VN061297.D (-3554) (-)
150

115
7852

38 8963 207101

13.25 13.30 13.35 13.40

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VN061297.D

 13.32

Ion 114.90 (114.60 to 115.60): VN061297.D
Ion 149.90 (149.60 to 150.60): VN061297.D

#73
Isopropylbenzene
Concen:    3.567 ug/l  
RT: 12.22 min  Scan# 3307
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion:105 Resp:   20150
Ion  Ratio  Lower  Upper
105  100
120   25.0   12.6   37.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3307 (12.223 min): VN061153.D (-3293) (-)
105

120
77

5139 9165 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
105

120
775139 9165

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3307 (12.223 min): VN061297.D (-3214) (-)
105

120
775139 9165

12.15 12.20 12.25

0

5000

10000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN061297.D

 12.22

Ion 120.00 (119.70 to 120.70): VN061297.D
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#78
n-propylbenzene
Concen:    5.259 ug/l  
RT: 12.57 min  Scan# 3414
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 91 Resp:   35240
Ion  Ratio  Lower  Upper
 91  100
120   21.9   10.8   32.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3413 (12.564 min): VN061153.D (-3401) (-)
91

120
65 78 10551 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91

120
6539 7851 105

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3414 (12.567 min): VN061297.D (-3320) (-)
91

120
6539 7851 105

12.50 12.55 12.60

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion  91.00 (90.70 to 91.70): VN061297.D

 12.57

Ion 120.00 (119.70 to 120.70): VN061297.D

#85
sec-Butylbenzene
Concen:    2.571 ug/l  
RT: 13.15 min  Scan# 3595
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion:105 Resp:   13822
Ion  Ratio  Lower  Upper
105  100
134   33.3    9.6   28.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3594 (13.146 min): VN061153.D (-3581) (-)
105

1349177
5139 65 117 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
105

91 134
77

5139 65 117 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3595 (13.149 min): VN061297.D (-3501) (-)
105

91 134
77

5139 65 117 207

13.10 13.15 13.20

0

2000

4000

6000

8000

10000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN061297.D

 13.15

Ion 134.00 (133.70 to 134.70): VN061297.D
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#89
n-Butylbenzene
Concen:    1.248 ug/l m
RT: 13.59 min  Scan# 3732
Delta R.T.   0.00 min
Lab File:   VN061297.D
Acq:  5 May 2020  17:14    

Tgt Ion: 91 Resp:    5541
Ion  Ratio  Lower  Upper
 91  100
 92   57.2   26.8   80.3 
134    0.0   11.9   35.5#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3732 (13.589 min): VN061153.D (-3718) (-)
91

134
65 1057739 51 117 146 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91

134
10565 1197739 51 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3732 (13.590 min): VN061297.D (-3639) (-)
91

134
10565 1197739 51

207

13.56 13.58 13.60 13.62

0

1000

2000

3000

4000

5000

Time-->

Abundance Ion  91.00 (90.70 to 91.70): VN061297.D

 13.59

Ion  92.00 (91.70 to 92.70): VN061297.D
Ion 134.00 (133.70 to 134.70): VN061297.D
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